Number of imaginary frequencies: 0 Total Energy: -594.281333 a.u. ZPVE: 0.217658 a.u. 0 1 C -2.01076600 1.51126400 -0.14935700 C -3.23565700 0.64848100 0.09040400 C -0.78146200 0.70692200 0.24664200 C -0.83531900 -0.70633700 -0.34106200 C -3.20572200 -0.67088200 0.31584100 C -1.94995100 -1.52213300 0.29713600 C 0.62319000 1.17323100 -0.09584900 C 0.61386200 -1.15952600 -0.29449200 N 1.38687400 0.01003800 -0.27221800 C 2.84281000 0.01863000 -0.42632700 C 3.57940000 -0.02273800 0.91261300 O 1.05761100 2.29942300 -0.16103500 O 1.06243500 -2.28143300 -0.33468900 H -2.08048000 2.43450900 0.43315900 H -1.95726600 1.81988900 -1.20133600 H -4.19496500 1.15838200 0.09305800 H -0.78183800 0.60925400 1.34258900 H -1.06062600 -0.60961700 -1.41363500 H -4.14021400 -1.18981200 0.51012600 H -2.12992600 -2.44583700 -0.26045100 H -1.67923700 -1.83062700 1.31522100 H 3.10113200 -0.84905400 -1.03511300 H 3.09592000 0.92547200 -0.97825100 H 4.65909800 -0.01345400 0.74164500 H 3.32678900 0.84600600 1.52477300 H 3.33081900 -0.93077200 1.46624300
S5
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Number of imaginary frequencies: 1 (197 cm -1 ) Total Energy: -1771.224271 a.u. ZPVE: 0.243541 a.u. 0 1 C -1.17549300 -2.03469000 1.15183200 C -2.09055100 -3.05114000 0.49458700 C -1.20584600 -0.76929100 0.30671200 C -2.97607000 -2.77479300 -0.46940600 C -2.65078100 -0.37826100 -0.04745500 C -3.25864500 -1.38603900 -1.01045300 C -0.64022600 0.53773700 0.81821800 C -2.53084700 1.08951400 -0.38691700 N -1.37384900 1.55423100 0.34216800 C -1.07821500 2.98953200 0.50983000 C -0.33622000 3.57561000 -0.69077800 N 1.28876700 0.51062300 0.21276400 S 2.41015100 0.02256000 -0.87762900 O 1.73039100 0.01820200 -2.15909700 O 3.69945100 0.65319800 -0.69712600 Cl 2.69487000 -2.04870700 -0.37353600 C 
14/10
Number of imaginary frequencies: 1 (359 cm -1 ) Total Energy: -1771.224711 a.u. ZPVE: 0.242780 a.u. 0 1 C -1.85403500 -2.00349700 -0.03259900 C -3.25545000 -2.21332000 -0.57268600 C -1.46897600 -0.55168700 -0.28510200 C -4.10615600 -1.23494200 -0.90116000 C -2.59050200 0.40245300 0.14023700 C -3.82389400 0.24572200 -0.73852100 C -0.25938300 0.10174400 0.32039800 C -1.88509700 1.72806800 0.26719200 N -0.47840200 1.40651900 0.45176300 C 0.50326500 2.43621600 0.84130200 C 0.91508000 3.31816800 -0.33642800 N 1.01746200 -0.46256000 0.45642400 S 1.96424200 -0.79637600 -0.85798900 O 2.55545300 -2.10427300 -0.73519200 O 1.24218700 -0.36396100 -2.04505200 Cl 3.57490100 0.57079100 -0.62392800 C 0.92635400 - 
9/11
Number of imaginary frequencies: 1 (385 cm -1 ) Total Energy: -1771.216988 a.u. ZPVE: 0.241966 a.u. 0 1 C -0.61543200 -0.94968100 1.29768500 C 0.36044100 0.07186500 1.74044500 C -2.03959500 -0.31420500 1.32511800 C -2.10516500 1.12558000 0.76916000 C 0.38179800 1.32389500 1.10757200 C -0.77145000 1.60164600 0.14644100 C -3.02618100 -1.11468100 0.47240300 C -3.21902400 1.08412200 -0.27551400 N -3.66974200 -0.23090200 -0.38619800 C -4.71997700 -0.64492200 -1.32480600 C -6.11659700 -0.56382700 -0.70999800 N 2.23010800 -0.16742400 0.29345800 C 0 1 C 0.22202000 -0.92971400 -0.13595000 C -0.89249500 -0.04693100 -0.68351400 C 1.54282600 -0.53998100 -0.83201200 C 1.86475100 0.97566900 -0.76387800 C -0.57495600 1.48380400 -0.64915800 C 0.78972000 1.81383600 -0.04193600 C 2.74242200 -1.22277300 -0.17850400 C 3.21655500 1.05629600 -0.05837900 N 3.64311900 -0.23887100 0.22272100 C 4.91495500 -0.54048600 0.88821500 C 6.05749500 -0.75330400 -0.10451100 N -2.01885100 0.23937800 0.25524600 C - 
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Number of imaginary frequencies: 1 (1098 cm Copies of these data can be obtained free of charge on application to CCDC, 12 Union Road, Cambridge CB2 1EZ, UK; FAX: (+44) 1223 336033, or online via www.ccdc.
cam.ac.uk/data_request/cif, or by emailing data_request@ccdc.cam.ac.uk.
